The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain
The following table lists non-polymeric compounds, carbohydrate monomers and non-standard residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit criteria: 2HY3
Mol Type Chain Res Chirality Geometry Clashes Electron density 2 VO4 B 159 --X -2 Entry composition i ○ There are 3 unique types of molecules in this entry. The entry contains 4561 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called Receptor-type tyrosine-protein phosphatase gamma. A  818  SER  -CLONING ARTIFACT UNP P23470  A  819  LEU  -CLONING ARTIFACT UNP P23470  A  825  MSE  MET  MODIFIED RESIDUE UNP P23470  A  862  MSE  MET  MODIFIED RESIDUE UNP P23470  A  938  MSE  MET  MODIFIED RESIDUE UNP P23470  A  949  MSE  MET  MODIFIED RESIDUE UNP P23470  A  1029  MSE  MET  MODIFIED RESIDUE UNP P23470  A  1050  MSE  MET  MODIFIED RESIDUE UNP P23470  A  1076  MSE  MET  MODIFIED RESIDUE UNP P23470  B  818  SER  -CLONING ARTIFACT UNP P23470  B  819  LEU  -CLONING ARTIFACT UNP P23470  B  825  MSE  MET  MODIFIED RESIDUE UNP P23470  B  862  MSE  MET  MODIFIED RESIDUE UNP P23470  B  938  MSE  MET  MODIFIED RESIDUE UNP P23470  B  949  MSE  MET  MODIFIED RESIDUE UNP P23470  B  1029  MSE  MET  MODIFIED RESIDUE UNP P23470  B  1050  MSE  MET  MODIFIED RESIDUE UNP P23470  B  1076  MSE  MET  MODIFIED RESIDUE UNP P23470 • Molecule 2 is VANADATE ION (three-letter code: VO4) (formula: O 4 V). Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
Mol Chain Residues

• Molecule 1: Receptor-type tyrosine-protein phosphatase gamma
Chain A :   SER  LEU  PRO  ILE  PRO  ASP  ASP  MSE  E826  V830  K831  Q832  F833  V834  I837  G838  E839  L840  N843  N844  Q845  H846  S849  E850  D851  F852  E853  E854  V855  T859  M862  N863  I864  T865  H871  P872  E873  N874  K875  I881  N882  I883  H888  S889  R890  V891  K892  P895  LEU  PRO   GLY  LYS  ASP  SER  LYS  HIS  S904  D905  Y906  I907  D913  G914  Y915  N916  K917  A920  Y921  I922  A923  T944  G945  I946  I947  V948  M949  R959  Q963  Y964  W965  P966  T967  S970  I976  I977  V978  T979  K984  T990  V991  R992  R997  N998  T999  K1000  VAL  LYS  LYS  GLY  GLN  LYS   GLY  ASN  PRO  LYS  GLY  ARG  GLN  N1014  H1022  Q1025  W1026  G1030   •   V1031  P1032  L1039  T1040  S1045  S1046  R1049  M1050  P1051  P1055  V1056  L1057  V1058  H1059  C1060  S1061  A1062  R1066  T1069  Y1070  I1073  V1086  N1087  G1090  F1091  L1092  T1097  Q1098  R1099  N1100  Y1101  L1102  V1103  Y1109   I1110  F1111  I1112  L1117  E1118  A1119  G1122  LYS  GLU  THR  GLU •   V830  V834  K835  Y841  S842  N843  N844  F852  E853  E854  V855  Q856  R857  C858  T859  M862  N863   •   H871  P872  E873  N874  K875  H876  K877  Y880  I881  N882  I883  H888  S889  R890  V891  K892  L893  R894  P895  LEU  PRO  GLY  LYS  ASP  SER  LYS   HIS  S904  D905  Y906  I907  N908  A909  G914  Y915  N916  K917  A918  K919  A920  Y921  I922  L928  F932  E933  D934  F935  W936  R937  M938  I939  W940  E941  T944  G945  I946  I947  V948  M949  I950  E955  K956  G957  R958  R959  K960  C961  D962  Q963  Y964  I976  I977  V978  I985  Y989  T990  V991  R992   R993  R997  K1000  VAL  LYS  LYS  GLY  GLN  LYS  GLY  ASN  PRO  LYS  GLY  ARG  GLN  N1014  E1015  R1016  I1019  Q1020  Y1021  H1022  Y1023  T1024  Q1025  W1026  P1027 • G1030 •   V1031  P1032  L1036  P1037  V1038  L1039  T1040  R1044  R1049  M1050  P1051  E1052  T1053  G1054  P1055  V1056  L1057  V1058  H1059  C1060  S1061  A1062  G1063  V1064   G1065  R1066  T1067  G1068  T1069  I1073  D1074  S1075  M1076  Q1079  I1080  K1081  D1082  K1083  S1084  T1085  V1086  N1087  V1088  L1089  L1092  K1093  H1094  I1095  R1096  T1097  Q1098  R1099  N1100  V1103  E1106  E1107  Q1108  F1111  I1112  H1113  D1114  A1115  L1116  I1120  L1121  G1122  LYS  GLU  THR  GLU Xtriage's analysis on translational NCS is as follows: The largest off-origin peak in the Patterson function is 9.73% of the height of the origin peak. No significant pseudotranslation is detected.
5 Model quality i ○
Standard geometry i ○
Bond lengths and bond angles in the following residue types are not validated in this section: VO4
The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 19.
Mol Chain
All (168) There are no symmetry-related clashes.
Torsion angles i ○
Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
Mol Chain Analysed Favoured Allowed Outliers Percentiles
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. 5.4 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
2 ligands are modelled in this entry.
In the following table, the Counts columns list the number of bonds (or angles) for which Mogul statistics could be retrieved, the number of bonds (or angles) that are observed in the model and the number of bonds (or angles) that are defined in the chemical component dictionary. The Link column lists molecule types, if any, to which the group is linked. The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). There are no bond angle outliers.
There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.
2 monomers are involved in 4 short contacts:
Mol Chain Res Type Clashes Symm-Clashes 2 A 158 VO4 1 0 2 B 159 VO4 3 0
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry.
6 Fit of model and data i ○ 6.1 Protein, DNA and RNA chains i ○
In the following table, the column labelled '#RSRZ> 2' contains the number (and percentage) of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to all X-ray entries and entries of similar resolution. The OWAB column contains the minimum, median, 95 th percentile and maximum values of the occupancy-weighted average B-factor per residue. The column labelled 'Q< 0.9' lists the number of (and percentage) of residues with an average occupancy less than 0.9. There are no non-standard protein/DNA/RNA residues in this entry.
Mol
Carbohydrates i ○
Ligands i ○
In the following table, the Atoms column lists the number of modelled atoms in the group and the number defined in the chemical component dictionary. LLDF column lists the quality of electron density of the group with respect to its neighbouring residues in protein, DNA or RNA chains. The B-factors column lists the minimum, median, 95 th percentile and maximum values of B factors of atoms in the group. The column labelled 'Q< 0.9' lists the number of atoms with occupancy less than 0.9. There are no such residues in this entry.
